Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.047; wR factor = 0.124; data-to-parameter ratio = 19.2.
In the title tricyanonitrile compound, C 8 H 5 N 5 , the Nsubstituted cyanoethyl group is offset to the imidazole ring [dihedral angle = 75.41 (15) ].
Related literature
For background to the application of imidazole compounds as ligands, see: Li et al. (1955) . For the significance of N atoms in metal complex chemistry, see: Fujita et al. (1994) . For examples of some imidazole complexes, see: Martin & Edsall (1958 Data collection: RAPID-AUTO (Rigaku, 1998) ; cell refinement: RAPID-AUTO; data reduction: CrystalRED (Rigaku/MSC, 2004); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
Figure 1
The structure of the title compound, showing 30% probability displacement ellipsoids and the atom-numbering scheme. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) 0.0354 (7) 0.0338 (7) −0.0091 (5) 0.0008 (5) −0.0038 (5) N5 0.0430 (7) 0.0361 (7) 0.0470 (8 (2) 
1-(2-Cyanoethyl)-1H-imidazole-4,5-dicarbonitrile
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